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Table S1. The list of marine compounds and docking results.

N¢ ID Structure ChemPLP
1 48 86.33
2 25 77.8
3 40 76.9
4 23 72.58
5 46 71.73
6 52 70.55
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Table S2. The list of available inhibitors and FPL results.
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Table S3. The list of six top-lead marine compounds and FPL results.

N Compound Pulling Work
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Table S4. All atom RMSD of Hsp90 + inhibitors over § independent MD trajectories with a length of 20 ns

each.

NO Compound All atoms RMSD
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Table S5. The obtained values of the FPL calculations.

NO Name Fpraxa Who

1 48 662.2+49.3 71.0+45
2 25 548.3 +£30.7 56.2+2.4
3 40 749.3 £32.1 81.2+4.2
4 23 973.9+76.0 108.1+6.9
5 46 860.4 £ 59.0 95.0+9.0
6 52 658.6 +45.4 63.5+5.2

aThe obtained value of the mean rupture force Fuax and bthe recorded metric of the pulling work W. The calculated error
was the standard error of the average. The unit of force, energy, and inhibition constant is in pN, kcal mol! and pM,
respectively.



Table S6. The list of six top-lead marine compounds and FPL results.

N Compound Pulling Work
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